Computational Methods

Geometry optimization
All the geometries, frequencies and energies of reactants, intermediates, transition states and products were performed using Gaussian 03 package [18] . The geometrical parameters were optimized at the MPWB1K level with a standard basis set 6-31+G(d,p) [19] [20] [21] .
The vibrational frequencies were also calculated at the same level in order to determine the nature of the stationary points and the zero-point energy (ZPE) 
PEBB, PBEB and PBT
The reaction mechanism of OH radicals with PEBB is listed in Fig.3 .
Pathway 7 is H atom abstraction process.
As there are four different carbon atoms (2015) 142-148.
Rate Constant Calculations
Relation between rate constants and the configuration parameters
Conclusions
[ ∆E, the reaction potential barrier; ∆H, the reaction enthalpy (0 K). 
